Key indicators: single-crystal X-ray study; T = 173 K; mean (C-C) = 0.003 Å; R factor = 0.041; wR factor = 0.126; data-to-parameter ratio = 16.2.
Monoclinic, P2 1 =c a = 7.6743 (4) Å b = 15.9516 (8) Å c = 15.7483 (8) Å = 90.8940 (10) V = 1927.63 (17) Å 3 Z = 4 Mo K radiation = 0.37 mm À1 T = 173 (2) K 0.47 Â 0.39 Â 0.32 mm
Data collection
Bruker SMART 1000 CCD diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 2003) T min = 0.845, T max = 0.890 10032 measured reflections 4159 independent reflections 3238 reflections with I > 2(I) R int = 0.025 Refinement R[F 2 > 2(F 2 )] = 0.041 wR(F 2 ) = 0.125 S = 1.04 4159 reflections 257 parameters H-atom parameters constrained Á max = 0.34 e Å À3 Á min = À0.31 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 2; Ày; Àz þ 2; (ii) Àx þ 1; Ày; Àz þ 2; (iii) Àx þ 2; Ày þ 1; Àz þ 2; (iv) x; Ày þ 1 2 ; z À 1 2 .
Data collection: SMART (Bruker, 2001); cell refinement: SAINT-Plus (Bruker, 2003) ; data reduction: SAINT-Plus; program(s) used to solve structure: SHELXTL (Sheldrick, 2008); program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL. Fig. 1 (12) 0.0279 (11) −0.0098 (10) 0.0052 (9) −0.0017 (9) N1 0.0291 (9) 0.0177 (8) 0.0277 (9) −0.0016 (7) −0.0018 (7) −0.0001 (7) N2 0.0309 (9) 0.0199 (8) 0.0245 (9) −0.0015 (7) 0.0001 (7) −0.0013 (7) O1 0.0480 (10) 0.0232 (8) 0.0325 (8) −0.0107 (7) 0.0041 (7) 0.0023 (6) O2 0.0520 (10) 0.0185 (7) 0.0355 (9) −0.0018 (7) −0.0072 ( Symmetry codes: (i) −x+2, −y, −z+2; (ii) −x+1, −y, −z+2; (iii) −x+2, −y+1, −z+2; (iv) x, −y+1/2, z−1/2. supplementary materials sup-8 Fig. 1 
Figures
R[F 2 > 2σ(F 2 )] = 0.041 H-atom parameters constrained wR(F 2 ) = 0.125 w = 1/[σ 2 (F o 2 ) + (0.0625P) 2 + 1.3473P] where P = (F o 2 + 2F c 2 )/3 S = 1.04 (Δ/σ) max = 0.
